Analyses

Configurational entropy
The configurational entropy of the backbone atoms of the individual Ab monomers in the free and bound state was computed using Schlitter's formulation 1 as implemented in the CARMA program 2 . According to Schlitter's formula, the absolute entropy can be approximated as,
where, k B is the Boltzmann's constant; ℏ is Planck's constant reduced by 2p; T is the absolute temperature; e is the Euler value; M is the diagonal mass matrix of rank 3N; and s is the covariance matrix of the atomic positional fluctuations.
Tetrahedral Order Parameter
To quantify the local degree of tetrahedrality, we calculated the tetrahedral order parameter [3] [4] (Q) of water molecules (by considering only the water oxygen atoms as potential hydrogen bonding sites) around the heavy atoms of high probability inter-peptide contact residues in the dimeric (PW-D and PG-D) systems as, 
